BRUKER ADVANCED X-RAY SOLUTIONS

XPREP

RECIPROCAL SPACE EXPLORATION
for MACROMOLECULES
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B Paiterson Harker sections and peaklists. This is
especially useful for checking heavy atom
derivative data.

m Self-rofation functions to search for non-
crystallographic symmetry. These can also be used
to detect twinning.

® Defection of all types of merohedral twinning with
estimates of the twin ratio.

m Optional renormalization of the intensity standard
deviations, based on the agreement of equivalent
reflections.

®m  Generation of free R flags either randomly or in thin
shells and transfer of free R flags from one dataset
to another. It does not matter which part of
reciprocal space the reflections are taken from, and
if equivalent reflections are present they are
flagged consistently.

B Faceindexed and empirical corrections for
absorption.

®m Simulation of powder diffraction patterns using
either the experimental single crystal data or data
generated from the atomic coordinates.

®m Preparation of input files for various programs
including SHELX, CNS and X-PLOR.

All graphical output may be stored as Postscript files as
well as being displayed on the screen.

843-014300 for PC Windows
843-014500 for LINUX PC
843-014600 for SGI IRIX

FPhi=80°

Self-rotation function of a triclinic protein showing three
two-fold axes 90 degrees from each other (local 222 non-
crystallographic symmetry).
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Simulated powder diffraction diagram

Reciprocal space display and simulated powder patters {above from the atomic coordinates, below from the experimental X-

ray data) for the same small molecule.
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